imi-H), 11.31 (s, 1H, NH). The compound was prepared with a procedure similar to that of 1 (method B). A pyridine solution of 6 (0.0500 g, 0.0780 mmol) was used. Yield: 0.0470 g (94% X-ray diffraction studies. Crystal structures were collected at 150(2) K on a Bruker APEX II equipped with a CCD area detector and a graphite monochromater utilizing Mo Kα radiation (λ = 0.71073 Å). The unit cell parameters were obtained by least-squares refinement. Data collection and reduction were performed using the Bruker APEX2 and SAINT software. 2 Absorption corrections were performed using the SADABS program. 3 All the structures were solved by direct methods and refined by full-matrix least squares methods against F 2 with the SHELXTL software package.
S11
Computational details. All computational results were calculated with Gaussian 09 program. with pyridine as solvent was used. The computational results for three most stable structural isomers S1, S2, S3 and proposed transition state TS1 are listed in the Table 5S . As shown in the Table 5S, 1558.65 (7) 2057 (2) 1373.8(3)
150 (2) 150 (2) 150 (2) 150 (2) 150 ( Figure S1 . Molecular structures of 9·4C 3 H 7 NO with 50% probability ellipsoids for non-H atoms. Hydrogen atoms and solvent molecules were omitted for clarity. The 
